Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.038; wR factor = 0.095; data-to-parameter ratio = 13.5.
The title Schiff base, C 17 H 14 N 2 O 3 , exists as an NH tautomer with the H atom of the phenol group transferred to the imine N atom. The iminium H atom is involved in a strong intramolecular N + -HÁ Á ÁO À hydrogen bond to the phenolate O atom, forming an S(6) motif. In the crystal structure, N-HÁ Á ÁO hydrogen bonds form a C(9) chain parallel to [100] and a C(11) chain parallel to [010] , while C-HÁ Á ÁO hydrogen bonds form a C(11) chain parallel to [010] . The combination of N-HÁ Á ÁO and C-HÁ Á ÁO hydrogen bonds generates R 4 3 (30) rings parallel to the ab plane Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: X-AREA (Stoe & Cie, 2002); cell refinement: X-AREA; data reduction: X-RED32 (Stoe & Cie, 2002); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997); software used to prepare material for publication: WinGX (Farrugia, 1999).
Comment
Coumarin and its derivatives have been a subject of numerous investigations due to their diverse biological activities, interesting photophysical, photochemical and metal binding properties. Schiff base complexes play an important role in coordination chemistry (Patil et al., 2010) . We have recently reported synthesis, single-crystal X-ray diffraction studies, characterization and antibacterial activity of a Schiff-base ligand incorporating coumarin moiety and their metal complexes (Aazam et al., 2006; El Husseiny, et al., 2008; Aazam et al., 2008) . In this work, we would like to present an X-ray investigation of a newly synthesized coumarin Schiff base derived from 8-acetyl-7-hydroxycoumarin and o-phenylenediamine. We report here the crystal structure of (I) ( Figure 1 ).
Schiff bases exhibit two well known tautomeric forms viz. OH and NH tautomers. NH tautomers can be regarded as a resonance hybrid of two canonical structures the non-charged quinoid and ionic zwitterionic forms. Our investigations show that compound (I) formula can be given as a combination of two canonical forms: phenolate with negative charge predominantly at the phenolate O atom or as chromen-8-ide with negative charge at the C atom. Compound I is a hyprid of two zwitterionic canonical forms ( Table 1 .
In order to compare the bond lengths found in (I) with other molecules containing similar functional groups, a comparison with a previous search in the Cambridge Structural Database (CSD) was performed (Filarowski, 2005) . The comparison with the mean bond lengths of similar molecules clearly tends to confirm that (I) is cis-ketoimine tauutomer and that the C7-N1 in agreement with double-bond character, the C10-O1 is 1.3040 Å, this bond is not double (keto group) and is one of the longest among similar iminium derivatives, also C7-C9 bond length is not a typical single-bond. Moreover C9-C14 ring is in agreement with the cyclohexadienide bond character. The intramolecular hydrogen bond produces S(6) motif (Bernstein et al., 1995) . The amino atom N2 in the molecule at (x, y, z) acts as a hydrogen-bond donor (Table 1) to atom O1 i so forming a C(9) chain running parallel to the [100] direction. Amino atom N2 in the molecule at (x, y, z) acts as a hydrogen-bond donor to atom O2 ii so forming a C(11) chain running parallel to the [010] direction. Similarly, atom C5 in the molecule at (x, y, z) acts as a hydrogen-bond donor to atom O2 iii so forming a C(11) chain running parallel to the [010] direction. The combination of N-H···O and C-H···O hydrogen bonds generates R 4 3 (30) rings parallel to the ab plane ( Fig. 3) .
Experimental
A clear solution of o-phenylenediamine (0.26 g, 2.5 mmol) in 10 ml of ethanol was added to a warm solution of 8-acetyl-7hydroxy coumarin (0.5 g, 2.5 mmol) in the same solvent (30 ml). The resulting mixture was refluxed for 2-3 h. The yellow supplementary materials sup-2 product was precipitated, filtered off and washed with ethanol followed by diethyl ether, dried in a vacuum desiccator and crystallized from chloroform/ethanol (2:1). Single crystals were obtained by slow evaporation of dichloromethane solution of I at room temperature; Yield (75%), m.p. 480 K. Purity of the ligand was checked using TLC; (methanol: benzene, 1:4).
Refinement
All H atoms bound to C atoms were refined using a riding model, with C-H = 0.93Å and U iso (H) = 1.2U eq (C) for aromatic C atoms and C-H = 0.96Å and U iso (H) = 1.5U eq (C) for methyl C atoms. Amino H atoms bound to N atom were located in difference maps and refined freely. Other H atom bound to N atom was located in difference maps and refined subject to a DFIX restraint of N-H = 0.86 (2) Å. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 0.3733 (2) 0.81253 (7) 0.38471 (7) 0.0462 (4) C2 0.5193 (2) 0.83854 (7) 0.0615 (9) 0.0363 (7) 0.0409 (9) −0.0009 (6) 0.0025 (7) 0.0007 (6) C2 0.0586 (9) 0.0435 (7) 0.0439 (9) −0.0018 (7) 0.0053 (7) −0.0002 (6) C3 0.0700 (11) 0.0557 (8) 0.0494 (10) −0.0061 (8) 0.0042 (8) −0.0116 (7) C4 0.0844 (13) 0.0537 (9) 0.0515 (10) 0.0048 (8) 0.0143 (9) −0.0090 (7) C5 0.0651 (10) 0.0662 (10) 0.0623 (12) 0.0133 (8) 0.0086 (9) −0.0029 (9) C6 0.0586 (10) 0.0577 (9) 0.0579 (11) 0.0039 (7) −0.0008 (8) −0.0007 (8) C7
0.0490 (8) 0.0393 (7) 0.0454 (9) −0.0045 (6) −0.0014 (7) 0.0024 (6) C8 0.0889 (12) 0.0459 (8) 0.0459 (10) 0.0056 (8) 0.0010 (9) 0.0037 (7) C9 0.0483 (8) 0.0397 (7) 0.0446 (9) −0.0056 (6) −0.0026 (6) −0.0011 (6) C10 0.0563 (9) 0.0455 (7) 0.0454 (9) −0.0067 (6) −0.0048 (7) 0.0001 (6) 
